Key indicators: single-crystal X-ray study; T = 90 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.097; data-to-parameter ratio = 16.1.
Related literature
For general background on human thymidine kinase 1 (hTK-1), see: Arner & Eriksson (1995) ; Bello (1974) ; Eriksson et al. (2002) . For related literature, see: Wei et al. (2005) ; Bartholomä et al. (2009); Flack (1983) . For crystal structure of hTK-1, see: Welin et al. (2004) .
Experimental
Crystal data C 19 H 19 N 3 O 7 M r = 401.37 Monoclinic, P2 1 a = 4.9334 (4) Å b = 11.6287 (9) Å c = 15.3208 (12) Å = 91.430 (2) V = 878.67 (12) Å 3 Z = 2 Mo K radiation = 0.12 mm À1 T = 90 (2) K 0.28 Â 0.22 Â 0.08 mm
Data collection
Bruker SMART APEX diffractometer Absorption correction: multi-scan (SADABS; Bruker, 1998) T min = 0.968, T max = 0.991 9291 measured reflections 4344 independent reflections 3949 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.097 S = 1.08 4344 reflections 269 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.30 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the N1/C6/C7/C9/N2/C10 and N3/C12/C13/ C18/C19 rings, respectively. Symmetry codes: (i) Àx þ 2; y À 1 2 ; Àz þ 2; (ii) Àx þ 1; y À 1 2 ; Àz þ 2; (iii) Àx þ 1; y À 1 2 ; Àz þ 1; (iv) Àx; y þ 1 2 ; Àz þ 1; (v) x À 1; y; z; (vi) x þ 1; y; z.
Data collection: SMART (Bruker, 1998); cell refinement: SAINT (Bruker, 1998); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg & Putz, 1999) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) . Bruker (1998) . SMART, SAINT and SADABS. Bruker AXS Inc., Madison, Wisconsin, USA. Eriksson, S., Munch-Petersen, B., Johansson, K. & Eklund, H. (2002) . Cell.
Mol. Life Sci. 59, 1327 -1346 . Flack, H. D. (1983 . Acta Cryst. A39, 876-881. Sheldrick, G. M. (2008) . Acta Cryst. A64, 112-122. Wei, L., Babich, J., Eckelman, W. C. & Zubieta, J. (2005) . Inorg. Chem. 44, 2198 -2209 . Welin, M., Kosinska, U., Mikkelsen, N. E., Carnrot, C., Zhu, C., Wang, L., Eriksson, S., Munch-Petersen, B. & Eklund, H. (2004 2963, 2542, 1789, 1728, 1703, 1646, 1466, 1428, 1406, 1347, 1272, 1248, 1218, 1178, 1118, 1070, 1037, 1014, 992, 935, 892, 847, 769, 729, 716, 632, 608, 567, 532, 515 , 491 cm -1 .
Refinement
All the H atoms were discernible in the difference electron density map. However, with exception of the hydroxyl hydrogens whose coordinates were refined freely they were situated into the idealized positions and refined by the riding model. The applied constraints: C-H aryl = 0.95; C-H methine = 1.00; C-H methylene = 0.99 and C-H methyl = 0.98Å, respectively, and included in the riding-model approximation with U iso (H) = 1.2U eq (C) or 1.5U eq (C/O) for methyl and hydroxyl H atoms.
The Friedel pairs were not merged and the Flack absolute structure parameter converged to an indeterminate value (Flack, 1983 ) with a large standard uncertainty (0.3 (9)). The absolute structure has been derived by the known structure of the precursors used in the synthesis. Fig. 1 . View of the title structure, with the atom numbering scheme and the displacement ellipsoids drawn at 50% probability level. 
Figures

Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) −0.0052 (7) −0.0002 (7) O2 0.0200 (7) 0.0219 (8) 0.0199 (7) −0.0031 (6) −0.0078 (6) 0.0045 (6) O3 0.0187 (7) 0.0132 (7) 0.0175 (7) 0.0029 (6) 0.0042 (5) 0.0027 (6) 0.0125 (9) 0.0140 (10) 0.0179 (10) 0.0022 (7) 0.0001 (7) 0.0038 (7) C3 0.0143 (9) 0.0161 (9) 0.0161 (9) −0.0004 (7) 0.0022 (7) 0.0028 (8) C4 0.0151 (8) 0.0121 (9) 0.0182 (9) 0.0005 (7) −0.0011 (7) −0.0009 (7) C5 0.0147 (9) 0.0130 (9) 0.0171 (9) −0.0001 (7) −0.0021 (7) 0.0031 (7) C6 0.0168 (9) 0.0127 (9) 0.0183 (9) −0.0033 (7) 0.0027 (7) 0.0020 (7) C7 0.0150 (9) 0.0154 (9) 0.0173 (9) −0.0021 (7) 0.0025 (7) −0.0016 (8) C8 0.0200 (10) 0.0182 (11) 0.0198 (10) −0.0057 (8) −0.0004 (8) 0.0001 (8) C9 0.0139 (9) 0.0151 (10) 0.0172 (9) −0.0006 (7) 0.0005 (7) 0.0002 (7) supplementary materials sup-9 Fig. 1 
